H NMR Spectroscopy during Catalysis
. In situ 1 H NMR studies in DMSO-d 6 on the hydrogenation of CO 2 with complex 1, showing the formation of HDBU + ·HCOO -.
Computational details
Geometry optimizations were carried out with the Turbomole program package, S2 coupled to the PQS Baker optimizer S3 via the BOpt package, S4 at the spin unrestricted ri-DFT level using the BP86 functional, the resolution-of-identity (ri) method, and the def2-TZVP basis set for the geometry optimizations. 
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